Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.037; wR factor = 0.104; data-to-parameter ratio = 16.6.
Experimental
Crystal data C 17 H 16 O 3 S M r = 300.36 Monoclinic, P2 1 =n a = 9.2468 (7) Å b = 8.4238 (7) Å c = 18.963 (2) Å = 91.535 (2) V = 1476.6 (2) Å 3 Z = 4 Mo K radiation = 0.23 mm À1 T = 173 (2) K 0.40 Â 0.40 Â 0.10 mm
Data collection
Bruker SMART CCD diffractometer Absorption correction: none 8704 measured reflections 3212 independent reflections 2544 reflections with I > 2(I) R int = 0.041 Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.104 S = 1.03 3212 reflections 193 parameters H-atom parameters constrained Á max = 0.30 e Å À3 Á min = À0.38 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz; (ii) Àx þ 2; Ày þ 1; Àz. Cg1 is the centroid of the O1/C8/C1/C2/C7 furan ring.
Data collection: SMART (Bruker, 2001); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998); software used to prepare material for publication: SHELXL97. Acta Cryst. (2008) . E64, o794 [ doi:10.1107/S1600536808008477 ] 2,5,7-Trimethyl-3-phenylsulfonyl-1-benzofuran H. D. Choi, P. J. Seo, B. W. Son and U. Lee
Comment
This work is related to earlier communications on the synthesis and structure of substituted benzofuran analogues, viz.
2,5-dimethyl-3-methylsulfinyl-1-benzofuran (Choi et al., 2007a) and 2,5-dimethyl-3-phenylsulfinyl-1-benzofuran (Choi et al., 2007b) . Herein we report the molecular and crystal structure of the title compound, 2,5,7-trimethyl-3-phenylsulfonyl-1-benzofuran (Fig. 1) .
The benzofuran unit is almost planar, with a mean deviation of 0.009 Å from the least-squares plane defined by the nine constituent atoms. The phenyl ring (C9-C14) is almost perpendicular to the plane of the benzofuran ring system [81.16 (4)°] and is tilted slightly towards it. The crystal packing (Fig. 2) is stabilized by aromatic π-π stacking interactions between the furan and the benzene rings from neighbouring molecules. The Cg1···Cg2 ii distance is 3.874 (2)Å (Cg1 and Cg2 are the centroids of the O1/C8/C1/C2/C7 furan ring and the C2-C7 benzene ring, respectively, symmetry code as in Fig. 2 ). The molecular packing is further stabilized by C-H···π interactions between a phenyl H atom of the phenylsulfonyl substituent and the furan ring of the benzofuran unit, with a C12-H12···Cg i separation of 2.81 Å ( Fig. 2 and Table 1 ; Cg1 is the centroid of the O1/C8/C1/C2/C7 furan ring, symmetry code as in Fig. 2 ). Additionally, intra-and intermolecular C-H···O interactions in the structure were observed ( Fig. 2 and Table 1 ; symmetry code as in Fig. 2) .
Experimental 3-Chloroperoxybenzoic acid (77%, 471 mg, 2.1 mmol) was added in small portions to a stirred solution of 2,5,7-trimethyl-3-phenylsulfanyl-1-benzofuran (268 mg, 1.0 mmol) in dichloromethane (30 ml) at 273 K. After being stirred for 4 h at room temperature, the mixture was washed with saturated sodium bicarbonate solution and the organic layer was separated, dried over magnesium sulfate, filtered and concentrated in vacuum. The residue was purified by column chromatography 
Refinement
All H atoms were positioned geometrically and refined using a riding model, with C-H = 0.95 Å for aromatic H atoms, 0.99 Å for methylene H atoms and 0.98 Å for methyl H atoms, respectively, and with U iso (H) = 1.2Ueq(C) for aromatic and methylene, U iso (H) =1.5Ueq(C) for H atoms for methyl H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (17) O1 0.0278 (6) 0.0313 (7) 0.0401 (7) −0.0011 (5) 0.0010 (5) −0.0019 (6) O2 0.0440 (8) 0.0429 (8) 0.0287 (7) 0.0047 (6) −0.0027 (6) 0.0058 (6) O3 0.0403 (7) 0.0252 (6) 0.0383 (7) −0.0040 (5) 0.0022 (6) −0.0008 (5) C1 0.0264 (8) 0.0274 (9) 0.0273 (8) 0.0029 (7) −0.0003 (6) −0.0001 (7) C2 0.0276 (8) 0.0229 (8) 0.0276 (8) 0.0051 (7) 0.0019 (6) 0.0015 (7) C3 0.0301 (9) 0.0280 (9) 0.0289 (9) 0.0026 (7) 0.0005 (7) 0.0000 (7) C4 0.0383 (10) 0.0317 (9) 0.0289 (9) 0.0091 (8) −0.0003 (7) 0.0010 (8) C5 0.0430 (10) 0.0332 (10) 0.0281 (9) 0.0124 (8) 0.0082 (8) 0.0045 (8) C6 0.0334 (10) 0.0260 (9) 0.0395 (10) 0.0081 (7) 0.0098 (8) 0.0050 (8) C7 0.0287 (8) 0.0238 (8) 0.0348 (9) 0.0043 (7) 0.0007 (7) −0.0003 (7) C8 0.0294 (9) 0.0274 (9) 0.0343 (9) 0.0047 (7) −0.0008 (7) −0.0013 (7) C9 0.0253 (8) 0.0252 (8) 0.0286 (8) −0.0030 (7) 0.0045 (7) 0.0023 (7) C10 0.0320 (9) 0.0308 (9) 0.0324 (9) −0.0035 (7) 0.0006 (7) 0.0012 (8) 
